Benzyl 4-chloro-3-nitrobenzoate, C 14 H 10 ClNO 4 , crystallizes with Z H = 2 in the space group P1. The molecules are linked by three independent CÐHÁ Á ÁO hydrogen bonds into chains of edge-fused R 4 4 (26) and R 4 4 (34) rings, and these chains are linked into a three-dimensional framework structure by aromatic %±% stacking interactions. In benzyl 4-nitrobenzoate, C 14 H 11 NO 4 , the molecules are linked by two independent CÐ HÁ Á ÁO hydrogen bonds into chains containing two types of R 2 2 (10) ring.
Comment
We report here the structures of benzyl 4-chloro-3-nitrobenzoate, (I) (Fig. 1) , and benzyl 4-nitrobenzoate, (II) (Fig. 2) , and compare their supramolecular structures with that in benzyl 3,5-dinitrobenzoate, (III) (Vasconcelos et al., 2006) . The structure of (II) was reported some years ago (Jones et al., 1989) using diffraction data collected at ambient temperature, but there was no mention in that report of any directionspeci®c intermolecular interactions. Hence, we have redetermined this structure using diffraction data collected at 120 K and ®nd in it signi®cant hydrogen bonding which forms a chain of rings motif (Bernstein et al., 1995) . The unit-cell dimensions, space group and atomic coordinates for (II) indicate that no phase change occurs between ambient temperature and 120 K.
The conformations of the independent molecules are all different, as shown by the leading torsion angles (Table 1) . While the ester moieties are essentially planar in each of (I) and (II), there are signi®cant differences between the molecules, particularly as shown by the torsion angles about the bonds On11ÐCn12 and Cn12ÐCn21 (n = 1 or 2) in (I) and the corresponding angles about the bonds O11ÐC12 and C12Ð C21 in both (II) and (III). In addition, while the nitro groups in (II) and (III) are almost coplanar with the adjacent aryl rings, in compound (I) the CÐNO 2 planes make dihedral angles with the adjacent aryl rings of 45.2 (2) in molecule 1 (de®ned by n = 1) and 34.4 (2) in molecule 2 (de®ned by n = 2). The conformational differences between the two independent molecules in (I) are suf®cient to preclude the occurrence of any additional symmetry. The bond lengths and angles in (I) show no unexpected features; those in (II) closely resemble the values reported at ambient temperature (Jones et al., 1989) .
The molecules of (I) are linked by three CÐHÁ Á ÁO hydrogen bonds (Table 2) to form a chain of edge-fused rings. Atom C15 acts as hydrogen-bond donor to atom O21 within the selected asymmetric unit (Fig. 1) . Similarly, atom C25 at (x, y, z) acts as donor to atom O11 at (1 + x, 1 + y, z), so generating by translation a C 2 2 (12) chain (Bernstein et al., 1995) Figure 1 The two independent molecules in compound (I), showing the atomlabelling scheme and the CÐHÁ Á ÁO hydrogen bond (dashed line) within the asymmetric unit. Displacement ellipsoids are drawn at the 30% probability level.
running parallel to the [110] direction (Fig. 3 ). Antiparallel pairs of such chains, related to one another by inversion, are then linked by the ®nal hydrogen bond, in which a nitro O atom is the acceptor (Table 2) , and this then generates a chain of edge-fused rings, in which centrosymmetric R 4 4 (26) rings are centred at (n, n À 2 ) (n = zero or integer) (Fig. 3) .
The hydrogen-bonded chains ( Fig. 3 ) are linked into (001) sheets by means of several %±% stacking interactions. The rings C11±C16 in the type 1 molecules at (x, y, z) and (Àx, Ày, 1 À z) are parallel, with an interplanar spacing of 3.457 (2) A Ê and a ring-centroid separation of 3.763 (2) A Ê , corresponding to a ring offset of 1.485 (2) A Ê . These two molecules lie in adjacent chains offset along the [100] direction. Similarly, the rings C21±C26 in the type 2 molecules at (x, y, z) and (1 À x, 1 À y, 1 À z) are parallel, with an interplanar spacing of 3.397 (2) A Ê , a ring-centroid separation of 3.782 (2) A Ê and a ring offset of 1.662 (2) A Ê , and this interaction links the hydrogen-bonded chains along [010] . Finally, the rings C121± C126 in the molecules at (x, y, z) and (Àx, Ày, 2 À z) have an interplanar spacing of 3.530 (2) A Ê , with a ring-centroid separation of 3.845 (2) A Ê and a ring offset of 1.523 (2) A Ê . This stacking interaction links the hydrogen-bonded chains along the [011] direction, and the combination of interactions linking these chains along [100], [010] and [011] suf®ces to generate a three-dimensional structure.
The supramolecular structure of compound (II) is much simpler than that of (I) and is based on the action of just two CÐHÁ Á ÁO hydrogen bonds (Table 3) . Atom C3 in the nitrated ring of the molecule at (x, y, z) acts as hydrogen-bond donor to nitro atom O41 of the molecule at (1 À x, 1 À y, 1 À z), so forming by inversion an R (Fig. 4) .
The supramolecular structures of compounds (I) and (II) contrast strongly with that of closely related compound (III), where four independent CÐHÁ Á ÁO hydrogen bonds link the molecules into a three-dimensional hydrogen-bonded framework in which it is possible to identify substructures in the form of double and sextuple helices (Vasconcelos et al., 2006) . A molecule of compound (II), showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 30% probability level.
Experimental
Samples of the esters (I) and (II) were prepared from benzyl alcohol and the appropriate substituted benzoic acid following a general procedure (Vogel, 1977) . Crystals suitable for single-crystal X-ray diffraction were grown by slow evaporation of solutions in ethanol. Analysis for compound (I) (m.p. 341±342 K), 8, 126.6, 128.4, 128.6, 128.8, 130.1, 131.8, 132.2, 133.7, 135.1, 148.0, 163.6 7, 123.6, 128.5, 128.7, 128.8, 130.8, 135.3, 135.5, 150.6, 164.5 .
Compound (I)
Crystal data Crystals of compound (I) are triclinic; space group P1 was selected and con®rmed by the structure analysis. For compound (II), the space group P2 1 /n was uniquely assigned from the systematic absences. All H atoms were located in difference maps and then treated as riding atoms, with CÐH distances of 0.95 (aromatic) or 0.99 A Ê (CH 2 ), and with U iso (H) = 1.2U eq (C).
For both compounds, data collection: COLLECT (Nonius, 1999); cell re®nement: DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: OSCAIL (McArdle, 2003) and SHELXS97 (Sheldrick, 1997); program(s) used to re®ne structure: OSCAIL and SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97 and PRPKAPPA (Ferguson, 1999) . Table 1 Selected torsion angles ( ) for compounds (I)±(III).
(I) (I) (II) (III) n = 1 n = 2 n = nil n = nil 
